Fig. 1S
1 H NMR spectrum of compound 1 (DMSO-d6, 300 MHz). 
Fig. 25S
1 H NMR spectrum of compound 6 (CD 3 OD, 300 MHz).
Fig. 27S
Optimized geometries of conformers of compound 1′ at B3LYP/6-31G* level in the gas phase.
Fig. 28S Calculated and experimental ECD spectra of compounds 1 and 1′ (▬ experimental in MeOH;
▬ at B3LYP/6-31G* level in the gas phase; ▬ at B3LYP-SCRF/6-31G*//B3LYP/6-31G* level with the PCM model in methanol solution; ▬ B3PW91-SCRF/6-31G*//B3LYP/6-31G* level with the PCM model in methanol solution; ▬ at B3LYP-SCRF/6-311   G**//B3LYP/6-31G* level with the PCM model in methanol solution).
Fig. 29S
Some molecular orbitals involved in key transitions in ECD of conformer 1a at B3LYP/6-31G* level in the gas phase.
Fig. 30S
Calculated ECD spectra of conformers of 1 and 1′ (▬ experimental in MeOH; ▬ at B3LYP/6-31G* level in the gas phase; ▬ at B3LYP-SCRF/6-31G*//B3LYP/6-31G* level with the PCM model in methanol solution; ▬ B3PW91-SCRF/6-31G*//B3LYP/6-31G* level with the PCM model in methanol solution; ▬ at B3LYP-SCRF/6-311   G**//B3LYP/6-31G* level with the PCM model in methanol solution). total energy, Gibbs free energy in the gas phase at B3LYP/6-31G* level (au);
c, e relative energies and relative Gibbs free energy at B3LYP/6-31G* level in the gas phase (kcal/mol); d, f conformational distribution calculated by using the respective parameters at B3LYP/6-31G* level in the gas phase T = 298 K. Table 2S Important dihedral angles of optimized 1 and 1′ at B3LYP/6-31G** level in the gas phase (degree). C14-C13-C15-C16  C1-C2-C3-C4  C2-C3-C4-C5  C3-C4-C5-C6 Table 4S Optimized Z-matrixes of 1 and 1′ in the gas phase at b3lyp/6-31g * level (Å). 
